


This slide show iIs in addition to documentation
provided with method 8261 software.

The software iIs available on this website

Download the zip file as per Installation Guide at
the site (It is recommended to also download the
Getting Started and User’s Guide but not
necessary for this exercise).

You will have created a folder “SMCREPORTER”
on the C drive as the default.
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 The reader can reproduce the processing to be presented by
Installing Smcreporter-Standalone and installing the data files
used. Both can be installed from

» If the software and data files are installed a new folder,
SMCREPORTER, is created. Under the new folder a sub-folder
Cal_example contains the example data files including the method
8261 library (All.txt), surrogate file (surrogate.ini), blank (blank.txt),
and five standards (StandardA through StandardE).

 This presentation assumes an understanding of the method
8261 calculations using surrogates. See
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Run SmcReporter

e Go to Windows->Programs->and click
on SmcReporter. The following is
displayed

=10 x|

Eile Calibration Quantitation; Help
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e Go to File then “Open Library”
=10l x|

File Calibration Quantitation; Help

Cpen Library, .. |

pdate Libeaty, ..

Zreate Surrogate Fle...

Dpen Surrogate Fle. .,
Edit Surromate File, .,
Copy Surrogabe File. ..

Cpen Calibration File, ..

Zreate/Edit MOL File. ..

Exit

* Open File window is displayed. Navigate to
the Cal_example folder and highlight All.txt
and Open. The “All” library is now activated.
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Load Surrogate File
“surrogate.ini”

 Go to File then “Open Surrogate File”
=TS

|File Calibration  GQuantitation, Help

Open Library, ..
Ilpdate Library. .. --= ALL. TAT
Create Surrogate File, ..

Open Surrogate File,
Edit Surromates File.. .
Copy Surrogate File, ..

Open Calibration File. ..

Create/Edit MOL File, ..

Exit

* Open File window is displayed. Navigate to the
Cal_example folder and highlight surrogate.ini and
Open. The surrogate file is activated.
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The PC version data must be in ASCII format
and readable in Notepad (e.g. StandardA.txt)

These data files contain the GC/MS response
(area) for each compound.

Each compound in the “All.txt” library must be
present in the data file.

The first line of the data file contains the label
“DATA FILE”
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] Blank.txt - Motepad =10l x|

File Edit Format Help
|[DATA FILE

e Open the blank.txt [ e, 2

methylenechloride—dz? 267541

| »

. . nitromethanse—C13 1092636

hexaf luorobenzene 1069111
data file in notepad sy g
ethylacetate—-cl3 2220173
pentaf luorobenzens 1547135 —
benzene—db 28522848
° Note each 1,2-dichlorosthans—d4 779299

Fluorobenzene 2917613
1.4—difluorobenzens 2742771

= 1.2-dichloropropane—de 1040025
Compound IS 1 i-dicxane—d8 503656

tolusene—da 24896549

pvridine—d5 7098189
1.1.2-trichlorosethane—d3 1010982

Identlfled Wlth a 1.2—dibromosthans—d4 54453
chlorobenzense—d5 1459070
o—xvlene—dl0 3064303
4-bromof luorobenzene 1133485
G‘ /MS response bromobenzene-dSs 1224593
aniline-13CkE 314934
1.2—-dichlorobenzene—d4 1509965
- = decaf luorobiphenyvl 548145
tab dellmlted nitrobenzens—dS 113989
acetophenone—-ds 715805
1.2, 4-trichlorobenzense—d3i 1475314

naphthalense-d8 6975271
l-methvlnaphthalene—d10 2960120

4] 2
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The library and surrogate files represent the compounds in the
surrogates and standards (see slide presentation “Running Samples”)

Standards are prepared as in “Running Samples” slide presentation

(
) with the exception the nitrogen containing compounds are 3X
the amounts used in “Running Samples”.

The standard amounts for Standards A through E are expressed as
dilutions of concl in the All.txt library (the mass is by compound and
not global)

All runs contain 5 uL of the working surrogate solution and standards
are as follows:

e A.5uL 1:1 working standard, Concl or dilution 1
 B. 1uL 1:1 working standard, dilution 0.2

 C. 5uL 1:10 working standard, dilution 0.1

e D. 3uL 1:10 working standard, dilution 0.06
 E. 1uL 1:10 working standard, dilution 0.02
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Creating the Calibration Curve for

Data Processing

e Go to Calibration and select “Create/New”

L Surrogate Matrix Correction = |I:I|£|
File | Calibration Cuantibation Help

Rewvieyi,

Brint Calibration

Check Calibration, ..

« A display indicates library and surrogate files
that are going to be used for calibration.
Verify “surrogate.ini” and select “OK”
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Create Calibration File

» The next window, “Create Calibration File” is
then displayed.

L Create Calibration File =10] x|

Campound Library: |I::HSMI2FEEPDHTEHHD&L_EK&MF‘LE'\ALL.TKT

Surrogate Library: II::"-.SMI:FHE PORTERSCAL_ExAMPLENSURROGATE.IMI

D ata Directory Concentration

Surrogate Reference: I

Add Standard | Delete | Feview Print Save

Help |

[ DOMNOT print Surrogate report
Add Surrogate Reference |
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The surrogate reference used in calibration is a list of surrogates
with their boiling points (BP’s) and relative volatilities (o) and how
these surrogates are to be used.

Surrogates monitor variations and their responses are used to
normalize standard’s response factors.

A surrogate reference file can be any of the runs used to
generate a calibration.

Typically the blank run (blank.txt) run prior to the calibration
standards is used.

Select “Add Surrogate Reference” and using the “Open” window
that is displayed navigate to the Cal _example folder and select
blank.txt file.
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Create Calibration File with
Surrogate Reference Added
 Click on “Add Standard.”

L Create Calibration File =10 x|

Campound Library: |I::HSMI2FEEPDHTEHHD&L_EK&MF‘LE'\ALL.TKT

Surrogate Library: II::"-.SMI:FHE PORTERSCAL_ExAMPLENSURROGATE.IMI

D ata Directory Concentration

urogate Reference: II::"'.SMI:HE PORTERCal_exampleiblank. tzt

Add Standard | Celete | Review Print Save E it H elp

[ DOMNOT print Surrogate report
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Add Standard “A”

* Using the “Open” window navigate to the
Cal_example folder and select the file
StandardA.txt then open. This file is the
standard “A” listed in slide #9. Click “Open.”

open 2 x|

Loak ir: Ia Cal_example j - I-:-_ai( -
=] Al bt StandardE, kxt
Blank, bk

Standarda, bxt _

Standardg. bxk
StandardC, bxk
StandardD, bxk

File name: | Open I
Files of type: | Quantitated data file [*.ts) | Cancel |
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The Identify Standard Level window is displayed

Select Concl or
enter 1 in the Dilution

Standard file path IE:'\SMEHEF'EIF|TEHhEaI_e:-campIe'xStandard.-'-‘-..t:-:t

factor field

If a dilution factor is ot D
entered the L

. i Conc3
Concentration as A
Dilution of Concl is - Concs
auto m atl Cal Iy " Concentration &z Dilution of Conc Dilution Factor I

toggled.
Select Exit to enter et |

RESEARCH & DEVELOPMENT

Building a scientific foundation for sound environmental decisions




« If there was an error in entry, highlight the
standard file in the Data Directory and press
“Delete” and repeat the Add Standard routine

L Create Calibration File =10 x|

Campound Library: |I::HSMI2FEEPDHTEHHD&L_EK&MF‘LE'\ALL.TKT

Surrogate Library: II::"-.SMI:FHE PORTERSCAL_ExAMPLENSURROGATE.IMI

D ata Directory Concentration

CASMCREPORTERMCal_exampletStandardd. tat Conc

Surrogate Reference: |5 CREPOR TERSCal_examplehblank. bt

Celete | Review Print Save E it H elp

[ DOMNOT print Surrogate report
Add Surrogate Reference |
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 Repeat the “Add Standard” routine for standards B-
E. The dilutions for these standards are (0.2, 0.1,
0.06, and 0.02 respectively.

 The Create Calibration File should appear as
- 1ol x|

Carmpound Library: |E:HSMEHEPDHTEHHE&L_EK&MF‘LER&LL.TKT

Surrogate Library: II::"-.SMI:FHE PORTERSCAL_ExAMPLENSURROGATE.IMI

D ata Directory Concentration
CASMCREPORTERMCal_exampletStandardd. tat Conc
CASMCREPORTERMCal_examplehStandardB. bt 0z
CASMCREPORTERMCal_examplehStandardC. bt 0.1
CASMCREPORTERMCal_exampleStandardD. bat 0.06
C:ASMCREPORTERMCal_examplehStandardE . bt 0.0z

Surrogate Reference: |50 CREPOR TERNCal_examplehBlark. st

Celete | Review Print Save E it H elp

[ DOMNOT print Surrogate report
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If all entries are correct the next step Is to
review the data.

Press the “Review” tab on the “Create
Calibration File” form.

The following slide presents the “Review
Calibration” form, starting at the first library
entry ( the default).

Note that no sample sizes are entered. Only
the total ngs are being displayed. This is an
Important feature of method 8261 feature in
that calibrations are by mass and not by
maitrix or sample size.
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L Review Calibration =10 x|

Record Mumber: |1 Compound:  [diethylether-d10 diethwlether-d10 f’
I acetone-C13
<-Ereviu:uus| Memt-» | methylenechloride-d2
nitromethane-C13
hexatluorobenzens

Library File: - [C:\SMCREPORTERNCal_examplehAlta tetrahydrofuran-dé |

ethylacetate-c13

Calibr ation File: | Surrogate File: ||::x5MEHEP|:|HTEmeL_ExaMPLExSUHHDGMEJm
Stdl Stdz Std3 Std4 Std5 Reference file

Standard File Mame IStandard-'l'-..t IStandardB.t IStandardE.t IStandardD.t IStandardE.t Blark kxk

Concentrations |25III |25III |25III |25III |25III

Recoveries %] | 76,888 [£7.106 22001 [56.122 |£5.346

Fecoven [Dev.) |n.1 a0 |n.nam |n.232 ||1|359 |n.nam

Ares |1 84237 |1 98257 |1 95790 |1 B74273 |1 99000

Response Factars |EIEE.4FE |1 191763 |955.m3? |1 121.999 |1 212003

Resporse FactorDev,) 224167 71268 |270.407 [117.823 74832

Standard Included v v v v v

Curve responze fachors Standard Levelz Average Deviation % Deviation

Average |[25|1 250, 280, 250, 250] |1 095 852 |1 22218 |1 1,255

Frirt | [ DO MOT Frint Surrogate Report Save Az |

[~ DO MOT Include Surragate infarmation on Calibration repart

Help |
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e By selecting the “Next” tab (upper left corner)
each compound is displayed.

« An experimental surrogate, aniline-13C,, was
used in this calibration. This surrogate is not
present in the available surrogate mix.

e Lets review the results for vinyl chloride. This
can be done by entering “33” in the upper left
corner record number box or clicking “next” to
advance to 33.
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L Review Calibration O] x|

Fecord Number: |33 Compaund: vinglchlaride acetaphenone-db -
I 1.2.4-trichlarabenzene-d3 J
<-Ereviu:uus| Mewt-x | naphthalene-da ==

1-methylnaphthalene-d10
dichlorodifluaromethane

Library File:  [CASMCREPORTERNCal example\AlL b chioromethiane -

Calibration File: | Sunngate File: |7\ SMCREPORTERYCAL_EXAMPLENSURROGATE IN
Stdl Std2 Std3 Stdd Std5 Feference fil=

Standard File Name IStandard.-’-‘-..t IStandardB.t IStandardE.t IStandardD.t IStandardE.t Blank. bt

Concentrations |25|:| |5|:| |25 |-| 5 |5

Recoveries [%) |72 658 |72 550 |74.025 33415 EEE

Recovery [Dev.) |0.003 |00 |0.000 |0.005 |00

Area BEEE 137233 70641 53210 EEEEE

Response Factors 3151 262 3454 310 [3817.110 4260 560 |5771.025

Response FactorDev) 12744 |27 5as D |27 354 [45 384

Standard Included [v [v [v [v [v -

Curve responze factors Standard Lewvels Average Deviation % Deviation

Average |(250. 50. 25,15, 5) EEET ERE D B -
Frint | [~ DO MAT Frint Surrogate B eport S ave A | Exit | H 9|p

[T DO MOT Include Suregate information on Calibration repor
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* The large deviation for vinyl chloride (see lower arrow on previous
slide) indicates there is a problem with vinyl chloride.

 We can see that the lower standard (StandardE, 5ngs) has a
much larger response factor than the other four standards.
Evaluating the chromatogram for vinyl chloride for that compound
we found that low level interference was causing the bias.

* For this exercise we will assume that the lower amount of vinyl
chloride is below all required limits and the standard data point is
not necessary. Remove the “Standard Included” check on
Standard E by clicking on it (see upper arrow on previous slide).

* By removing the data point the linearity will be recalculated. Also
the change will be recorded in the calibration file and the lower
calibration limit will become 15 ngs/sample.
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The next two compounds that have large linearity
deviations are common laboratory contaminants, Acetone
(#38) and Methylene chloride (#43). The contribution due
to background is observed in the elevated response
factors for the lowest standards.

For acetone remove data points for Standards D (30ng)
and E (15 ng).

For methylene chloride (#43) is also quite common.
Remove data point for Standard E (5 ng/sample).

Next advance to N-nitrosodimethylamine (#71). This
compound chromatographs poorly on volatile organic
compound capillary columns under most circumstances.
(See next slide).
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N-Nitrosodimethylamine

L Rewview Calibration oy ] |
Record Mumber: IT-"1 Compound: In-nitlosodimethylamine 4-methyl-2-pentanane =]
trans-1,3-dichlarapropene
<-Erevious| Mest-> | toluene
pyridine

cig-1,3-dichlaropropene
ethulmethacrolate

Libramy File: II::\S MCREPORTERYCal_exampletall b=t

n-nitrozadimethylamine

Calbration File: | Surogate File: 2 \SMCREPORTERVCAL_EXAMPLENSURROGATE INI
Stdl Std2 Std3 Std4 Std5 Feference fil=
Standard File Mame IStandard.f-\.t IStandardB.t IStandardC.t IStandaldD.t IStandardE.t Elank.txt
Concentrations |1 5000 |3nnn |1 500 |EIE|E| |3Dn
Fecoveries [%] 59.291 |54.082 |75.587 |50.015 |54.720
Recovery [Dev.) fo.17 Jo.0de 0.224 Jo.oss [0.046
Ares |50?55 |1 273 |?95 |4?3 |D
Riesponse Factors [+8e3 [oees [o7m [1.051 [0.000 -
|1 207 |n_048 |D.208 |n_1 22 |D.DDD

Response Factor[Dey.]

Standard Included I v I I~ i
Curve responze factors Standard Levels Average Deviation % Deviation
Arerage | (15000, 3000, 1500, 500, 200) J1.825 |2.045 112124 -

Print | [ DO MOT Print Surrogate Beport Save A | E it | H e|p

[T DO MNAOT Include Surogate information on Calibration repork
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 Here, only the most concentrated standard (A) gives a
response for the compound.

 Remove the “Standard Included” checks for standards B-
E. This gives only a single data point. Other systems
may give wider calibration range for this compound.

o Similarly, 2-picoline (#77), n-nitrosomethylethylamine
(#82) and n-nitrosodipropylamine should be edited to give
a single point.

e Aniline (#102) co-elutes with aniline-13C, and the lower
calibration levels are obscured by the surrogate. The two
lower points should be removed. In the absence of the
experimental co-eluting surrogate, calibration should be
Improved.
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o After the review, save the calibration
curve. Click on the “Save as” button
on the lower right hand corner of the
review and save the file as “test.cal”.

* The calibration file is a standalone file
containing all information necessary to
process sample data. If the
SMCReporter program is closed
test.cal can be reloaded for sample
processing. “All.txt” and “surrogate.ini”
do not have to be recalled.
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Quantitate samples

 The newly created calibration file can now be used to
process data.

» Load the calibration file by File->Open Calibration File

4 Surrogate Matrix Correction = |EI|1|

File Calibration Cuantication Help

Cpen Library, ..
IIpdate Library, .. --= ALL. THT
Create Surrogate File. ..

Open Surrogate File. .
Edit Surrogake File, . --= SURROGATE, INI
Copy Surrogate File., ..

Open Calibration File. ..

Create/Edit MOL File. ..

Exit

» Select the newly created test.cal
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* Notice that after loading the calibration
file that library All.txt and surrogate.ini
are disabled (under File).

 The main window (see slide 4) now
has Calibration and Quantitation menu
options enabled.

* |n the Calibration menu options for
review, printing, and check standard
reporting are now enabled.
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Quantitation

« With calibration file test.cal loaded the next step is to start the
guantitation process.

« Select Quantitation->Process Sample Files

4 Surrogate Matrix Correction = |EI|1|

 The Process Files window for entering samples appears (next slide).
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o

Calibration File: | *SMCREPORTERACAL_EXAMPLEATEST CAL

Drata Direchary

Add File Delete File Process Review Exit H elp |

e Select “Add File” and navigate to the blank
used in calibration (Blank.txt)

e Upon selection of file a window for inputting
sample information appears (next slide).
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Input Window for File Processing

File Processing Input

Current Sample File: IE:HSMEHEP‘D RTERNCAL_ExAMPLESBLAME. TST

—Method Dietection Limit
List MDL
& No
‘ez
Reparting Units Ing.-"mL j
Sample Size I
b atrix I
Othker I

D0 MOT PFrint Surrogate report |

Comment 1: I

Comment 2 I

Erter Help |
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Leave the “List MDL” “no” checked.
Leave the reporting units as ng/mL.
Enter 5 for the sample size (5 mL).
Enter “Water” for matrix.

The fields “other”, and “comments” 1 and 2
are for entering sample specific data.

Check the “DO NOT print surrogate report
box. We will address that report later.

Click “Enter”. The next window should look
like the following slide.

RESEARCH & DEVELOPMENT

Building a scientific foundation for sound environmental déecisions




_loix

Calibration File: | *SMCREPORTERACAL_EXAMPLEATEST CAL

Drata Direchary

CASMCREPORTERYCal exampletBlank. bxt

Delete File Frocess Fieviem E xit H elp |

* For this exercise we will only process the blank. The standard runs
can also be quantitated like samples if desired.

* Now click “Process” and a quantitation report (both paper and
electronic) will be generated for the sample.
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The file name of the
report is

Blank testl.prn and
resides in the same
folder Blank.txt
resides. The “testl”
represents the
calibration “test.cal”
and the first
guantitation of the
file using test.cal.

] Blank_test1.prn - Notepad =10l x|
File Edit Format Help
Duantitation Feport — Linear: - Ln: -

File Identification: C:~SMCREPORTERE-Cal_ example-~Blank . tzt
Calibration File:C:~SMCREPORTER~Cal_ example~test . cal
Process Date: 3-19-2004 1:39:20 PH

Compound Library:C:~SHCREPORTER~CAIL EXAMPLE-ALL . TET
Sample Size: 5.00

Surrogate Group=: C:SHCREPORTER-CAT, EXAMPLE-SUREOGATE  THI
Sample Tvpe: Water

Comment 1:

Comment 2:

Compound® ; Compound ; ng-mL; PH; Error; Pred . Fecovery P Deviation
31:dichlorodifluocromethane:0.14:+:0.001:100.01;:%:0.7%:
32:chloromethan=;0.07;:+:0.001;:100.48;:+;:0.72;
33;vinvlchloride:0.00;+;0.000;100.01;%£;0.72;

34 bromomethane:0.11:+:0.001;:100. 77 :£;0.72;
35:chlorosthanse:0.05:+:0.000:100.17;:+:0_72:

36 trichlorof luoromethane:0.04:+:0.000:100.01;:+:0.72:
37:ether:0.04:x:0.007;:100.82;:%;:16.36;
J8;acetone; 8 .43;:+:0.793;:102 . 15;:+:9 .61 ;
39:1.1-dichloroethens:0.01:+:0.000;:100.01;:%£;:0.72;

40 1odomethane:0.01:x:0.000;:101.01;:%£;0.72;
41:allvlchloraide;0.09;+:0.001;100.46;%£;0.72;

12 racetonitrile; 0. 24:+:0.023:102 . 30:%+:9 B1:
43:methvlenechloride;1.18;+;0.165;:99.55;:+;:13.837;
44:acrylonitrile;0.05;+;:0.007:103.34;:+;:16.36;

45 trans-1. 2-dichlorosthen=:0.01:+:0 000:101.01:+:0.72:
46;:1.1-dichloroethans;0.03;+;0.000;100.70;+:1.21;

47 :methacryvlonitrile:0.04:+:0.006;:101.26;:%;:16.60;

458 2-butanone=;8.51:+;:0.804:101.76:+:9.61;

1] |
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Note the header contains a description of all components
that were used to generate the report and the file path.

Each compound is listed with its calculated concentration,
method error, predicted recovery and deviation.

The paper copy of the report contains the same
Information but with a presentation more compatible with a
paper display.

Normally results are not reported if they do not exceed
some limit such as method detection limit (MDL).
addressed in the following slide.
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The MDL option on the File Processing Input window (slide #31) is
the means to limit results to only those above a threshold (method
detection limit, reporting limit, lower calibration point).

A limit file was created for this presentation as the the concentration
of the lower calibration point in 5 mL water (Limit.mdl).

The adventurous can create their own limit file. This requires
reloading the library, All.txt, and the surrogate file, surrogate.ini.
Then Menu->File->Create/Edit MDL File. Type of limit file (matrix
and sample size) are entered and compound limits be entered
Individually or through a paste command. See the SMCReporter
operating manual for greater detail.

The next slide presents the format of the file (Limit.mdl).
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The limit file is a *“;”
delimited *.mdl file.

The header contains
Information to identify what
sample size, matrix, library
and surrogate are related
to the limit.

Labeling limit files should
include pertinent
information such as
“5SmLwatermdl_instl.mdl”
or “sSmLreportlimit.mdl” for
ease of locating.

& Limit.mdl - Notepad

File Edit Format Help

=10l x|

5.00;water:ng-mL

QOther:
dichlorodifluoromethane:1 .00
chloromethane:1 .00
winvlchloride:;1.00
bromomethane:1 .00
chloroethanse:1 .00
trichlorof luoromethane:1 .00
ether: 2. 00

acetone; 2. 00

1. 1-dichloroethens:1 .00
iodomethane: 2. 00
allvlchloride:;1.00
acetonitrile: 4. 00
methvlenechloride:1 .00
acryvlonitrile:2 .00
tran=s-1,2-dichlorocethens;:1 .00
l.1-dichloroethane:1.00
methacrvlonitrile:?. 00
Z-butanones:4 . 00
propionitrile; 2 .00

2. 2—dichloropropane:1 .00
ci=—1.2—-dichlorosthens;1.00
chloroform:1.00
bromochloromethane: 1. 00
1.1, 1-trichloroethane;1.00
1. 1-dichloropropene: 1 .00
carbontetrachloride:1 .00

4

Creation Date:3-18-2004 9:20:14 AN
Compound Library File:C:~SMCEEPORTERE-CAL_ EXAMPLE-ALL . THT
Surrogate File:C:~SMCREPORTERE-Cal_example~surrogate.ini
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* To observe the use of limits return to
the data processing routine (slide 29)
and re-enter the Blank.txt. When the
“File Processing Input” window is
displayed check “yes” in the “List MDL”
option.

* Note that the window retains the
previous inputs as new defaults.
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File Processing Input
Current Sample File: |E:\SMEHEF’DHTEH\D&L_EX&MF‘LEHBL.&.N K.TxT
—tdethod Detechion Limit
. Use browse to |Oca'te List MDL Reporting Limitz [Mumber of Standard Deviationz] ||:| vI
= Mo

the MDL file o "‘

“Limit.mdI” and load. l
. The “DO NOT Prlnt BruwsefnrMDLFllel

Surrogate report” o

should not be . :;Q“’"‘L -

checked. We will look |

. b atrix IWﬂtE’

at the surrogate files

this time. Other !
) For nOW the uReportlng DO MOT Print Surogate report | -

Limits” box remains i |

O . : “ ” Comment 2 I
e Click “Enter”.

. “ " Erter Hel

e Then click “Process t [ elp |

on the returned
Process Files window.
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Electronic Data Report
with Limits

i Blank_test2.prn - Notepad =10l x|
File Edit Format Help

|Duantitatiun Feport — Linear: - Ln:

| »

File Identification: C:~SMCREPORTEE-Cal_ example-~Blank . t=zt
Calibration File:C:~SMCREPORTER~Cal_ example~test . cal
Process Date: 3192004 Z2:28:54 PH

Compound Library:C:~SHCREPORTER~CAIL EXAMPLE-ALL . TET
Sample Size: 5.00

Surrogate Group=: C:SHCREPORTER-CAT, EXAMPLE-SUREOGATE  THI -

Sample Type: water:MDL File: C:~SMCREPORTERE~Cal_example~Limit . mdl
Dther:

MDL Limit: Result + 0 Sigma

Comment 1:

Comment 2:

Compound# ; Compound ; hgsmL ;FM; Error{l=) :Pred . Recovery :PM: Deviation
31;:dichlorodif luoromethane;HD*; ;1 . 00:100.01;:+:0.72;

32 :chloromethane:ND;:1.00; ! 0.72:
33:vinvlchloride;HD; :1.00; .0 0. 72
34 :bromomethane:ND: :1.00:1p | 77: T2
35 :chloroethane:ND;::1.00; 1800 17; T2

36 trichlorof luoromethane ;ND; ;1.00;100.01;%£;0.72;
37 :ether:HD::2 . 00:100.82:%:16.36;

I8 acetone;8.43:x:0.793;:102.15;:+;:9.61;
39:1.1-dichlorosthense;HD; ;1 .00;:100.01;:+:0.72;

40 iodomethans HD: ;2 . 00:101.01;:+:0.7Z2:

41 :allylchloride;HD; :1.00;100.46;:%;0.72;

42 :acetonitrile;ND; ;4.00:102.30;%;:9.61;
43:methvlenechloride;1.18;:+;0.165;:99.55;:+;:13.837;
44;acrylonitrile;HD; ;2 .00;:103.34;+;16.36;

45 tran=-1. —dichloroethense:HD: 1 .00:101 . 01:%:0.72:
46:1.1-dichlorocethanse:ND;:1.00;:100.70;:%£;1.21;

« | 2 4
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The electronic version name is Blank test2.prn
with the “2” indicating this is the second
guantitation of the file using test.cal.

The reprocessed quantitation report now displays
the results with “ND” for not detected below the
limit (Limit.mdl is in the header)

The limit values are now presented in the “Error”
column.

The paper version of the report contains the same
Information as the new electronic version but in a
different layout as before.
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* Note that in the header there is a MDL limit: with “Result + O
Sigma”. This is the “0” value in “Reporting Limits (number
of standard deviations)” from the File Process Input
window. This value is included in reporting values and
Including the method error. If “3” Is entered in the input
window, a compound concentration will be reported if the
upper limit of 3x the method error is > the limit.

* Reprocess the Blank.txt file with the reporting limits
deviation at “3”. Note: the method error reported with
concentrations is still only 1 deviation.

« A concentration (in ng/mL) for aniline will be displayed as
45.6 + 6.47 and not “ND”. This is because the aniline
concentration + 3Xdeviation exceed the limit (45.6 + 3X6.47
= 65.01 > the 60 limit value).
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The QC report contains the equations used to
generate the results (paper copy presents a graphic
presentation of effects observed).

The QC report contains the method 8261
calculations on the monitoring “check” surrogates as
Individual compounds and as volatile, non-purgeable
volatile, and semivolatile groupings.

With the exception of graphics the electronic version
of the QC report contains the same data and this
discussion will reference the electronic version.
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 The check surrogates are presented
following the listing of the compound
results in the data file. See next slide.
The check surrogate results are also
presented in a separate QC file.

* The electronic QC report is included In
a *.SQL file. To read the file use
notepad and open Blank test2.SQC.

 The Blank test2.SQL file is displayed
In the slide #46.
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Electronic Version of
Check Surrogates

i Blank_test1.prn - Notepad - 10| x|
File Edit Format Help
113:nitrcbenzene:0.06:+:0.011:104.62;:+;20.01; ]

114:1. 2. 4—trichlorobenzense:0.01:+:0.003:101.99;:+:17 .18:;
115 :naphthalens: 0. 06:+:0.010:100.07;:+:16.88;

116:1. 2. 3-trichlorobenzense:0.01:+:0.002:100.15:+:16.88;
117 2-methylnaphthalen=:0.13;:+;0.025;:91 . 26;:%£:17 .62;
1183:1-methvlnaphthalense:0.12:+:0.022:91.36:%£;:17 . 62;

Checl Surrogate Determinations
Volatile Compound Surrogates(boiling points<159 and rw<100)

3:methylenechloride-dz2 ;107 .8:+:15.0:99.8;:+£:13.19
9:benzen=e—de ;98 .9;:+;1.2;100.9;:+;:1.2

13:1. 2—dichloropropane—dE ;102 . Z2:+:14 7:98 . 8:+:14 2
17:1.1. 2—-trichloroethane—d3:88 . 5:+:12.4:102.4;:+;:14 .4
21;:4-bromof luorocbenzens; 99 .7 ;+:3.9;:100.9;:+:3.9

Hon—-FPurgeable Volatile Compound Surrogates(boiling point=s<159 and rw:100)
4:nitromethane—C13:86.8:%:8 . 8:101.6:%+;:10.3
7:ethvlacetate—cl13;102 . 4:+;16.2;:103.2;:£;16.4

16 pyridine—d&:100.4:+:10.5:97 . 8;:+:10.3

Semi—VYolatile Compound Surrogates{boiling point=s:158)

23:aniline-13C6;38.5;:+;7 .4:104.7:%;20.0
25 :decaf luorobiphenyl ;83 6:+:8.8:104 . 1:+:10.9

1
26 nitrobengene—-d5:60.1;+;11.5;:104.7;:%;20.0
27 acetophenone—dS;60.2;%;11 . 4:106.6;%;20.2
29:naphthalense—d8:101 . 0;:+:16.8;:102.4;:+:17.1
4] ol
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QC Report-Electronic
Format

i Blank_test2.5QC - Notepad =10l x|
File Edit Format Help
Surrogate Report -

Proces=s Date:3d-19-2004 2:28:54 PM

Compound Library File:C:~SMCREPORETERE-CAL EXAMPTE-ALL THT
Surrogate Groupings File;C:~SMCREPORETER-CAL EXAMPLE~SURREOGATE . INI
C~SHMCREPORTER~CAL_ EXAMPLE-ELANK  TXT

Calibration File:C:~SHMCREPORTER~Cal_ exmamnple~test . cal

Fir=st Pas=s relative Volatility (Ln) wv=. Recovery
(U=sed to E=stimate Fel vol effects on BF Surrogates)

Compound ; ; : Measured : Recovery
hexaf luorobenzene: 81 . 5;:0.86:99.98:99 .98
Fluorobenzene;85.0;3.50;100.38;100.38

Slope = 0.002884;: Intercept = 1.000215:Exrror = 0.000;:R50 = 0.000000

Fluorobenzene:; 85 .0:3.50:100.33;:100.383
1. 2—dichloroethanse—d4:84 . 0:20.00;:95.27;95. 27

Slope = -0.029346;: Intercept = 1.040591 :Error = 0.000:R50 = 0.000000

Fecovery wv=. Boiling Point — (First Pas=s Fel Vol Correction=)—— Boiling point range( 85.00 — 231.00)
Compound ; ; ; Measured ; Recovery

pentaf luorobenzens; 85 .0:1.51;:100.49;:100. 35

tolusne—d8;111.0;4.28;:96.4%:96.70

bromobenzene—-d&:155.0:7.93;:100.91;:102 .99

Slope = 0.000488; Intercept = 0.943014;Error = 0.037:R50 = 0.000011

bromobenzene—d5; 155 . 0;7.93:100.91:102 .99
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« All data Is generated in paper and
electronic format.

 QC Is generated for each sample.

* There are options for limits to
report data.

e Data generated can be read into
other programs for customizing
reports.

Note:The SMCReporter will be updated
periodically to add new features.
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